X-ray Structure of 5c
ellipsoid contour probability level = 50%
General Data Collection
Data was collected on a three circle diffractometer equipped with a CCD detector and operated at 1500 W (50kV, 30 mA) to generate (graphite monochromated) Mo Kα radiation (λ = 0.71073 Å). Crystals were transferred from the vial and placed on a glass slide in Paratone® N oil. Two microscopes were used to identify a suitable specimen for X-ray diffraction from a representative sample of the material. The crystal and a small amount of the oil were collected on a cryoloop and transferred to the instrument where it was placed under a cold nitrogen stream maintained at 100K throughout the duration of the experiment. The sample was optically centered with the aid of a video camera to insure that no translations were observed as the crystal was rotated through all positions.
A unit cell collection was then carried out. After it was determined that the unit cell was not present in the CCDC database a sphere of data was collected. Phi and omega scans were carried out with a 30 sec/frame exposure time and a rotation of 0.50° per SI-2 frame. After data collection, the crystal was measured for size, morphology, and color.
These values are reported in Table 1 .
Refinement Details
After data collection, the unit cell was re-determined using a subset of the full data collection. Intensity data were corrected for Lorentz, polarization, and background effects. A semi-empirical correction for adsorption was applied, and a series of programs was used for the solution and refinement of the crystal structure. Hydrogen atoms bonded to carbon and nitrogen atoms were geometrically constrained using the appropriate commands.
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